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-Supporting InformationExperimental section
Synthesis and Characterization.
4-Ethynylphenyl aniline
In a 250 mL two necked flask, 4-ethnylphenylnitrobenzene (8.5 mg, 0.038 mmol) was suspended in concentrated HCl (50 mL). The mixture was heated up to 60°C under stirring to get a homogenous suspension. Then, tin powder (5 g, 42 mmol) was added slowly and the mixture was stirred at 60°C for 6 h. After this period, a TLC showed complete conversion of the starting material and the solution was poured into 250 mL of ice (H 2 O) and stirred to get a yellow suspension. Aqueous solution of NaOH (10%) was added to basify the suspension to pH 14. The crude was extracted with EtOAc (3 × 100 mL), the combined organic layers were dried over 146.6, 133.0, 131.4, 128.3, 127.7, 124.0, 114.8, 112.7, 90. 131.4, 130.6, 128.1, 127.8, 127.4, 127.0, 123.7, 119.9, 89.7, 89.6, 23.0, 20.9 and Figure 4 , main text).
All calculations were carried out in the canonical ensemble, using a Langevin thermostat. Particle mesh
Ewald was used to compute long-range electrostatic interactions based on a 1 Å mesh, and the cut-off for non-bonded terms was set to 10 Å.
for borazine 2 on Cu(111) explains very well the experimentally observed triangular-shaped defects found in regions of the porous network where several molecules are missing ( Figure SI8 ). Figure SI8 . Experimentally observed triangular-shaped defects found in the porous network formed at room temperature by borazine 2 on Cu(111).
